The asymmetric unit of the title compound {systematic name: (3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10, 13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a] phenanthren-3-yl p-toluenesulfonate}, C 36 H 54 O 3 S, comprises two independent molecules that differ significantly in terms of the relative orientations of the peripheral groups; the conformation about the C C bond of the side chain is E. In the crystal, molecules associate into linear supramolecular chains aligned along the a axis via C-HÁ Á ÁO interactions.
Related literature
For the use of 5,22-stigmastadien-3-yl p-toluenesulfonate, see: Partridge et al. (1974) ; Khripach et al. (2002) ; Foley et al. (2010) ; Ketuly et al. (1997) . For the synthesis, see: Foley et al. (2010) .
Experimental
Crystal data Symmetry codes: (i) x À 1; y; z; (ii) x þ 1; y; z. (3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10, 13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H- (7) 0.0006 (6) C18 0.0199 (9) 0.0216 (9) 0.0169 (9) −0.0035 (7) 0.0025 (7) −0.0006 (7) C19 0.0188 (9) 0.0226 (9) 0.0176 (9) −0.0004 (7) 0.0008 (7) −0.0006 (7) C20 0.0179 (9) 0.0147 (8) 0.0149 (9) 0.0015 (7) 0.0004 (7) −0.0002 (6) C20A 0.0284 (10) 0.0172 (8) 0.0210 (9) 0.0051 (7) −0.0033 (7) −0.0003 (7) C21 0.0181 (9) 0.0171 (8) 0.0149 (8) 0.0028 (7) 0.0031 (7) 0.0004 (6) C22 0.0212 (9) 0.0288 (10) 0.0183 (9) −0.0005 (7) 0.0046 (7) −0.0043 (7) C23 0.0228 (9) 0.0242 (9) 0.0172 (9) 0.0019 (7) 0.0040 (7) −0.0014 (7) C24 0.0184 (9) 0.0174 (9) 0.0159 (9) 0.0041 (7) 0.0009 (7) 0.0001 (7) C25 0.0217 (9) 0.0216 (9) 0.0184 (9) 0.0015 (7) 0.0015 (7) −0.0034 (7) C25A 0.0263 (11) 0.0478 (13) 0.0241 (11) −0.0071 (9) 0.0037 (8) −0.0120 (9) C26 0.0203 (9) 0.0213 (9) 0.0193 (9) 0.0044 (7) −0.0033 (7) −0.0012 (7) C27 0.0191 (9) 0.0178 (9) 0.0178 (9) 0.0015 (7) −0.0011 (7) 0.0007 (7) C28 0.0227 (9) 0.0193 (8) 0.0178 (9) 0.0055 (7) 0.0019 (7) −0.0007 (7) C29 0.0235 (9) 0.0222 (9) 0.0178 (9) 0.0015 (7) 0.0021 (7) 0.0002 (7 0.0239 (10) 0.0187 (9) 0.0175 (9) 0.0008 (7) 0.0046 (7) −0.0046 (7) C36 0.0256 (10) 0.0189 (9) 0.0144 (9) 0.0045 (7) 0.0001 (7) 0.0000 (7) C37 0.0185 (9) 0.0198 (9) 0.0160 (9) 0.0051 (7) −0.0003 (7) −0.0033 (7) C38 0.0201 (9) 0.0137 (8) 0.0145 (9) 0.0010 (7) 0.0033 (7) −0.0018 (7) C39 0.0206 (9) 0.0179 (9) 0.0198 (9) 0.0065 (7) 0.0008 (7) −0.0001 (7) C40 0.0175 (9) 0.0216 (9) 0.0246 (10) 0.0038 (7) 0.0031 (7) −0.0032 (7) C41 0.0195 (9) 0.0169 (9) 0.0135 (9) 0.0028 (7) −0.0018 (7) −0.0004 (7) C42 0.0167 (9) 0.0183 (9) 0.0170 (9) −0.0006 (7) 0.0019 (7) −0.0013 (7) C43 0.0145 (9) 0.0194 (9) 0.0185 (9) −0.0001 (7) 0.0019 (7) −0.0015 (7) C44 0.0156 (8) 0.0173 (8) 0.0131 (8) 0.0031 (7) 0.0006 (6) −0.0005 (6) C44A 0.0183 (9) 0.0186 (8) 0.0178 (9) 0.0050 (7) −0.0016 (7) −0.0005 (7) C45 0.0175 (9) 0.0144 (8) 0.0158 (9) 0.0012 (6) 0.0040 (7) −0.0003 (6) C46 0.0191 (9) 0.0198 (9) 0.0185 (9) 0.0007 (7) 0.0051 (7) 0.0017 (7) C47 0.0154 (8) 0.0242 (9) 0.0190 (9) 0.0022 (7) 0.0061 (7) −0.0020 (7) C48 0.0131 (8) 0.0319 (10) 0.0207 (9) 0.0010 (7) 0.0023 (7) −0.0028 (7) C49 0.0119 (8) 0.0222 (9) 0.0159 (9) 0.0024 (7) 0.0011 (6) −0.0007 (7) C50 0.0134 (8) 0.0159 (8) 0.0154 (9) 0.0015 (6) −0.0001 (6) 0.0000 (6) C51 0.0136 (9) 0.0252 (9) 0.0175 (9) −0.0019 (7) 0.0019 (7) −0.0019 (7) C52 0.0200 (9) 0.0199 (9) 0.0158 (9) −0.0012 (7) 0.0032 (7) −0.0015 (7) supplementary materials sup-9 
